Supporting Material



COMPLEX E_LYS_627 NZ E_GLU_634 OE2 2.912




Table 1: Salt bridging networks within the structural model represented in COMPLEX.pdb.

In this table, the residue naming scheme is Chain ID residue name _residue number.



Count Residue A Residue B
4 ARG383 GLU1054
3 ARG1039 ASP544
3 ARGT54 ASP843
3 ARG677 GLU673
3 ARG240 GLU278
3 ARG586 ASPT57
3 ARG989 ASP867
2 LYS128 ASP234
2 ARG93 ASP496
2 ARG831 ASP853
2 HIS852 ASP837
2 ARGT54 ASP582
2 LYS252 ASP287
2 ARG503 GLUT748
2 LYS567 GLU554
2 ARG135 ASP130
2 LYS442 GLU105
2 ARG556 ASP541
2 ARG216 ASP190
1 ARG396 GLU412
1 LYS334 GLU371
1 LYS976 ASP38
1 LYS319 GLU281
1 ARG228 GLU137
1 LYS1036 ASP1033
1 LYS381 ASP379
1 LYS88 ASP85
1 LYS558 GLU563
1 LYS626 GLU618
1 LYS627 GLU634
1 ARG197 ASP152
1 ARG432 GLU1054
1 LYS629 ASP632
1 ARGS819 GLU42
1 LYS442 ASP439
1 LYS1042 ASP561
1 LYS316 ASP320
1 LYS476 GLU474
1 ARG195 GLU191
1 LYS552 GLU546
1 LYS631 GLU643
1 ARG499 ASP496
1 ARG1039 ASP541
1 ARGS861 GLUS865
1 ARG351 ASP253
1 HIS852 ASP834
1 ARG579 ASP577
1 ARG144 ASP129
1 LYS615 ASP66
1 ARG76 GLUS80
1 ARG420 ASP171
1 LYS232 ASP225
1 ARG692 ASP696
1 LYS106 GLU103
1 LYS815 GLUS811
1 LYS34 ASP38
1 HIS167 ASP234




1 HIS524 GLU546
1 ARG240 GLU281
Table 2: Counting of side chain salt bridging nefworks within the structural model repre-

sented in COMPLEX.pdb. In this table, the residue naming scheme is Chain ID residue

name _residue number.



COMPLEX.PDB O, E_.GLN_143 N, E.TYR_124 H, ECTYR_124 2.94 1.94 9.51




COMPLEX.PDB OE1l, E_.GLN_445 NE2, E_.GLN_246 2HE2, E_.GLN_246 2.93 1.98 15.85




OD1, E_ASP_287 H, E_LYS_252

COMPLEX.PDB O, E.ARG_383 N, E_ILE_358 H, E_LILE_358 2.96 1.98 11.55
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conpLEx PDB | O, Bainan | N pvaLan | pvalaw | am | e | ow |

COMPLEX.PDB OD2, E_ASP_496 OG, E_SER_493 HG, E_SER_493 2.79 1.85 10.99
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0, E.LEU_540 H, E.VAL_521
OE2, E_.GLU_546 HE2, E_HIS_524 3.11

COMPLEX.PDB O, E.TYR_598 N, E_VAL_593 H, E_ZVAL_593 2.91 1.90 6.90
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COMPLEX.PDB O, E.GLN_711 NH1, ELARG_720 2HH1, E_.ARG_720 2.84 1.99 27.14
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0, E_VAL_799 H, E_VAL_723

COMPLEX.PDB OD1, E_LASP_837 ND1, E_HIS_852 HD1, E_HIS_852 2.87 1.91 17.61
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0, E_LLEU_847 H, E.GLY_860

N, E_PHE_863 H, E_PHE_863 2.84 1.82

O, E_.PHE 863 N, E_ASP_867 H, E_.ASP_867
0, E.MET.870 N, E.LEU_874 H, E.LEU_874
OD1, E.ASN.973 | OG1, E_.THR.975 | HG1, E_THR.975
0, E_-VAL_993 N, E_LPHE_978 H, E_PHE_978

COMPLEX.PDB O, E.TYR.761 OG1, E.THR_999 HG1, E.THR_999 2.88 1.95 13.29

Table 3: The side chain and main chain hydrogen bonding networks within the structural
model represented in COMPLEX.pdb. In this table, the residue naming scheme is Chain
ID residue name residue number, ZADH represents the angle formed by acceptor (A),

donor (D) and hydrogen (H) (ZADH).
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COMPLEX.PDB OE1l, E.GLU_618 NZ, E_LLYS_626 2HZ, E_LYS_626 2.87 1.92 16.82
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OD2, E.ASP_582 | NE, E.ARG.754 HE, E.ARG.754
OD1, E.ASP_582 | NH2, ELARG.754 | 1HH2, E.ARG.754

COMPLEX.PDB OD2, E_ASP_867 NH2, ELARG_989 2HH2, E_.ARG_989 2.90 1.90 8.63

Table 4: The side chain hydrogen bonding networks within the structural model repre-
sented in COMPLEX.pdb. In this table, the residue naming scheme is Chain ID residue
name _residue number, ZADH represents the angle formed by acceptor (A), donor (D)

and hydrogen (H) (ZADH).
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